The title compound, C 12 H 11 N 5 Á2H 2 O, which crystallizes as a dihydrate, was obtained by Cu I -catalysed azide-alkyne cycloaddition from 2-azido-1-methylimidazole and phenylethyne. The dihedral angles between the central triazole ring (r.m.s. deviation = 0.004 Å ) and the pendant imidazole (r.m.s. deviation = 0.006 Å ) and phenyl rings are 12.3 (2) and 2.54 (19) , respectively. In the crystal, the water molecules are connected into [010] chains by O-HÁ Á ÁO hydrogen bonds, while O-HÁ Á ÁN hydrogen bonds connect the water molecules to the organic molecules, generating corrugated (100) sheets.
Related literature
For the synthesis and thermal cycloaddition of 2-azido-1methylimidazole, see: Zanirato & Cerini (2005) . For related structures, see: Ramana & Punniyamurthy (2012) . For background to 1,2,3-triazoles as peptidomimetics, see: Angell & Burgess (2007) ; Pedersen & Abell (2011) ; Tron et al. (2008) . 
Refinement
R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.088 S = 1.08 2277 reflections 190 parameters 5 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.15 e Å À3 Á min = À0.15 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). 
S1. Comment
Due to the structural and stereoelectronic similarity between 1,2,3-triazoles and amide bonds, this class of heterocycles holds promising potential as peptidomimetics (Angell & Burgess, 2007; Pedersen & Abell, 2011; Tron et al., 2008) with improved biological activities. The molecular structure of the title compound is shown in Figure 1 . The interplanar angle between the imidazole and triazole rings is 12.3°, whereas the angle between the triazole and phenyl ring planes is only 2.5°. The two independent water molecules form infinite chains via O-H···O hydrogen bonds and donate O1-H···N2
and O2-H···N5 hydrogen bonds to the imidazole and triazole moieties ( Figure 2 ). The hydrogen bond geometries are summarized in Table 1 .
S2. Experimental
The thermal cycloaddition of azidoazoles with (trimethylsilyl)ethyne has been reported to require extraordinarily long reaction times and chromatographic separation of the resulting isomers (Zanirato & Cerini, 2005) . On the other hand, copper(I)-catalysed azide-alkyne cycloadditions (Haldón et al., 2015; Meldal & Tornoe, 2008; Rostovtsev et al., 2002) exhibit more favorable rates and excellent selectivities. The 2-azido-1-methylimidazole was prepared by lithiation and azidation of 1-methylimidazole followed by fragmentation of the resulting tosyltriazenyl salt according to the literature (Zanirato & Cerini, 2005 The molecular structure of the title compound, with atom labels and 50% probability displacement ellipsoids for non-H atoms. The water molecules are not shown.
Figure 2
Infinite chains of hydrogen-bonded water molecules link the heterocyclic molecules. N4-N3-C1-N1 −13.2 (5) C8-C9-C10-C11 0.2 (6) C1-N1-C2-C3 0.2 (4) C9-C10-C11-C12 0.5 (6) C4-N1-C2-C3 −177.4 (4) C10-C11-C12-C7 −1.1 (5) N1-C2-C3-N2 0.3 (4) C8-C7-C12-C11 1.0 (5) C1-N2-C3-C2 −0.6 (4) C6-C7-C12-C11 −179.9 (3) N4-N3-C5-C6 0.1 (4) (4) 170 (4) 
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